N-(Phenyl)-3,5-dicarbethoxy-2,6-dimethyl-4-(3-nitrophenyl)-1,4-dihydropyridine has been synthesized and characterized by the X-ray diffraction method. The compound crystallizes in triclinic space group P1 with cell parameters a = 9.5930(9)Å, b = 10.0270(9)Å, c = 13.8990(7)Å, α = 91:779(5)˚, β = 102.621(6)˚, γ = 114.711(2)˚, Z = 2. The structure adopts a flat boat conformation. dicarbethoxy-2,6-dimethyl-4-(3-nitrophenyl)-1,4-dihydropyridine as per the Scheme, which was characterized by the Xray diffraction method. A mixture of 3-nitrobenzaldehyde (0.01 mol), ethyl acetoacetate (0.02 mol) and aniline (0.01 mol) was heated (without solvent) on a steam bath for 2 -3 h. After the elimination of water, methanol (25 ml) was added directly to the reaction mixture and refluxed further for 10 -15 h. The reaction mixture was then poured into ice water, and the solid mass was extracted with methanol (50 ml) and further purified by column chromatography (Silica Gel 60 -120 mesh, ethyl acetate:hexane, 3:7). The product was recrystallized from ethyl acetate. Yield 30%, m. p. 138˚C [Calcd. %: C 66.65, H 5.82, N 6.22; Found %: C 66.62, H 5.85, N 6.25].
A single crystal with dimensions of 0.2 ×0.3 ×0.2 mm 3 was chosen for X-ray diffraction studies. The measurements were made on a DIPLabo Imaging Plate system with graphite by monochromated radiation (Mo Kα). The structure was solved direct methods and refined by full-matrix least-squares methods with anisotropic temperature factors for the non-H atoms. All H atoms were placed at chemically acceptable positions and were refined with the riding model. Details of the crystal data and a structure refinement are given in Table 1 . The final coordinates and equivalent thermal parameters, selected bond lengths and bond angles of all non-H atoms are compiled in Tables 2 and 3 , respectively. The bond lengths and angles agree with the standard values. Figure 1 represents an ORTEP diagram of the molecule at 50% probability.
The structure exhibits both intra and intermolecular hydrogen bonds of type C-H···O. All the mean planes of phenyl rings of this molecule are planar. However, C16 is significantly displaced from a ring by 0.183 Å. The planar rings 2 and 3 are apparently perpendicular to the dihdropyridine planar ring 1 and the dihedral angles found between 1 & 2, 1 & 3 are 83.94˚ and 84.94˚ respectively (see Fig. 1 ). The values of the torsion angles C33-C25-C16-C17 and C8-N7-C4-C3 i.e., 46.7˚(2) and 89.8˚(3), determine the conformation around the inter-ring bond.
The other structural aspect characteristic is the conformation of symmetric carbethoxy groups on the dihydropyridine ring. Each carbethoxy group can be oriented in the synperiplanar (cis) or antiperiplanar (trans) conformation with respect to adjacent C=C of the dihdropyridine ring. The compound exhibits a trans/trans conformation. The value of torsion angles of the latter observed are C8-C10-C11-O13 and 164.5˚(2) C23-C17-C18-O20 -179.3˚ (2) . This conformation adopts a flat boat form in the dihydropyridine ring. The molecular packing shows stacking when viewed down the a axis. ANALYTICAL SCIENCES 2004, VOL. 20 Table 2 Atomic coordinates and equivalent temperature factors (Å 2 ). Ueq = (1/3)ΣiΣjUij(ai*aj*)(ai·aj).
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